For theoretical ECD spectra, 2 possible configuration at C-6′ and C-12′ of 1 were optimized at B3LYP/6-31G(d) method and ECD spectra were calculated using time-dependent density functional theory method with CAM-B3LYP functional and 6-311++G(d,p) basis set. Polarizable continuum model solvation model using MeOH was included in the calculations. All calculations were performed using Gaussian09 program. For theoretical ECD spectra, 4 possible configuration at C-7′ and C-12′ of 2 were optimized at B3LYP/6-31G(d) method and ECD spectra were calculated using time-dependent density functional theory method with CAM-B3LYP functional and 6-311++G(d,p) basis set. Polarizable continuum model solvation model using MeOH was included in the calculations. All calculations were performed using Gaussian09 program. The dose response curves for KB and NCI-H187 cell lines are plotted from 6 concentrations of 3-fold serially diluted test compounds and the sample concentrations that inhibit cell growth by 50% (IC50) can be derived using the SOFTMax Pro software (Molecular Devices). Ellipticine and doxorubicin are used as a positive control, and 0.5%DMSO and water are used as a negative control. ECD  TD-CAM-B3  TD-CAM-B3  TD-CAM-B3  TD-CAM-B3  2R, 4R, 5S, 6R, 11R,  12S, 6′S, 7′S, 12′R   2R, 4R, 5S, 6R, 11R,  12S, 6′S, 7′R, 12′R   2R, 4R, 5S, 6R, 11R,  12S, 6′S, 7′R, 12′S   2R, 4R, 5S, 6R, 11R, 12S 
